Key indicators: single-crystal X-ray study; T = 295 K; mean (C-C) = 0.004 Å; disorder in main residue; R factor = 0.065; wR factor = 0.239; data-to-parameter ratio = 26.9.
In the title compound, C 21 H 22 N 2 O 6 S, the phenyl ring forms a dihedral angle of 83.17 (7) with the indole ring system. The methyl group of the ester unit is disordered over two positions with site occupancies of 0.635 (6) and 0.365 (6). In the crystal structure, weak intramolecular C-HÁ Á ÁO interactions and intermolecular C-HÁ Á ÁO, C-HÁ Á ÁN and C-HÁ Á Á interactions are observed.
Related literature
For biological activity, see: Merck (1973 Merck ( , 1974 ; Hendi & Basangoudar (1981) ; Kolocouris et al. (1994) ; Uchida et al. (1989) ; Shaaban et al. (1977) . For the structures of closely related compounds, see : Chakkaravarthi et al. (2007 : Chakkaravarthi et al. ( , 2008 .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx þ 1; Ày þ 1; Àz þ 2; (ii) Àx þ 1; Ày; Àz þ 2; (iii) Àx; Ày þ 2; Àz. Cg is the centroid of the C1-C6 phenyl ring.
Data collection: APEX2 (Bruker, 2004 ); cell refinement: APEX2; data reduction: APEX2; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: PLATON (Spek, 2003) ; software used to prepare material for publication: SHELXL97.
Comment
In continuation of our studies of indole derivatives, which are found to possess antihypertensive (Merck, 1973) , musclerelaxant (Hendi & Basangoudar, 1981) , antiviral (Kolocouris et al., 1994) antiulcer (Uchida et al., 1989) and analgesic (Shaaban et al., 1977) activities, we determined the crystal structure of the title compound, (I). The geometric parameters of the molecule of (I) (Fig. 1 ) agree well with those reported for similar structures (Chakkaravarthi et al., 2007 (Chakkaravarthi et al., , 2008 .
The plane of phenyl ring forms 83.17 (7)° with the indole ring system. The plane of N1-S1-C1 forms the dihedral angles of 39.36 (9)° and 69.28 (9) The methyl C atom of the ester group is disordered over two positions with occupancies of 0.635 (6) and 0.365 (6).
The molecular structure is stabilized by weak intramolecular C-H···O interactions and the crystal packing (Fig. 2) exhibits weak intermolecular C-H···O, C-H···N interactions and a C-H···π interaction involving the ring C1-C6 (centroid Cg) (Table 1) . Experimental CO gas was passed through the stirred solution of Ethyl-1-phenylsulfonyl-2-bromomethylindole-3-carboxylate (5.0 g, 11.84 mmol) in CH 3 CN (60 ml). To this, PdCl 2 (200 mg, 1.12 mmol) and an in situ prepared HN(OMe)Me solution [HCl.HN(OMe)Me (230 mg, 23.71 mmol) in CH 3 CN (30 ml)], K 2 CO 3 (3.27 g, 23.69 mmol) and H 2 O (0.5 ml) were added, stirred for 1 h and filtered] were added. Usual work up followed by evaporation of solvent to give sticky product and the crude product was purified by column chromatography (silica gel) using hexane and ethyl acetate mixture (7:3). Crystals suitable for X-ray analysis were grown by slow evaporation of ethyl acetate solution.
Refinement
H atoms were positioned geometrically (C-H = 0.93 -0.97 Å) and refined using riding model, with U iso (H) = 1.2U eq (C) or 1.5U eq (methyl C). The site occupancy factors for disordered C atom was refined as C21 = 0.635 (6) and C21A = 0.365 (6) during anisotropic refinement. The bond distances C20-C21 and C20-C21A were restrained to be 1.5 (3) Å and anisotropic displacement parameters of atoms C20, C21 and C21A were refined with a similar displacement restraint (SIMU) in the final cycles of refinement.
supplementary materials sup-2 Figures   Fig. 1 . The molecular structure of (I), with atom labels and 50% probability displacement ellipsoids for non-H atoms. Symmetry codes: (i) −x+1, −y+1, −z+2; (ii) −x+1, −y, −z+2; (iii) −x, −y+2, −z.
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